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Figure S2: Pairwise root mean square deviation of higher-order quadruplex structure with respect to the construct (simulation first frame). Deviation is comprised between 0 (white) and 0.5 nm (blue). and the g(r α ) calculated from the Monte Carlo simulation by using the potentials obtained after each iteration with IMC method, as well as the same deviation for S α (r). Table S1 : Schematic representation of used parameters entering IMC method during the iterative procedure.
a Number of iterations. b Number of Monte Carlo steps (10 6 ) which are included in averaging and the initial number of MC steps for system equilibration.
c Scaling factor for potential corrections (the relative weight).
* Additional stage in order to develop long range KC-L interaction. The rest of potentials were frozen at already converged values from 80th iteration during this stage. 
